Abstract
Discussion
The structural result reveals the presence of two independent molecules in the unit cell. The bonding parameters for the pentamethylcyclopentadienyl ligands are similar, with the average Zr-C distance being 2.580 A. However, one observes a noticeable difference in the Zr-butyl bonding, with the respective Zr-C(21,21 A) andZr-C(25,25A) distances averaging 2.284(1) A and 2.326(1) A. That this is not due to pseudosymmetry is suggested by the unique, nonplanar orientation displayed by one of the butyl groups, for which a C25 A-C26A-C27A-C28A torsion angle of 67.2° is found. The differences in the Zr-C bond distances do not appear to be related to any steric effects, but may derive from the electron deficiency in a 16 electron complex, which could lead to partial a-agostic donations from the C-H bonds of C21 and C21A to their respective zirconium centers. Consistent with this suggestion is the fact that the Zr-H separations for their attached hydrogen atoms are ca. 0.14 A shorter than those for their C25 and C25A counterparts. The Zr-C(butyl) bond distances are similar to those in a diphenyl analogue, for which an average Zr-C(phenyl) distance of 2.311(3) A was observed [2] . ( 
